Mo K radiation = 0.11 mm À1 T = 303 (2) K 0.3 Â 0.25 Â 0.12 mm
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: none 9006 measured reflections 2273 independent reflections 1523 reflections with I > 2(I) R int = 0.025 Refinement R[F 2 > 2(F 2 )] = 0.042 wR(F 2 ) = 0.115 S = 1.05 2273 reflections 174 parameters H-atom parameters constrained Á max = 0.13 e Å À3 Á min = À0.17 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2004) ; cell refinement: SAINT (Bruker, 2004) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997) ; molecular graphics: ORTEP-3 (Farrugia, 1997); software used to prepare material for publication: SHELXL97.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: PV2054).
6-(2-Hydroxyanilinomethylene)-4-nitrocyclohexa-2,4-dien-1-one U. Böhme and S. Fels
Comment
We have been working on silicon and titanium complexes with tridentate O,N, O-ligands (Böhme & Günther, 2006; Böhme, Wiesner & Günther, 2006; Böhme & Günther, 2007) . The title compound, (I), was prepared in order to extend the series of available ligands. The preparation of (I) was performed according to the methods described in the literature for the parent compound salicyclidene-o-aminophenol ("salopH 2 ") (Freeman & White, 1956; Pettinari et al., 2001) . The molecule of (I) is nearly planar with a dihedral angle between the two aromatic rings of 2.24 (9)°. The atom H2 forms an intramolecular hydrogen bond between the phenolic oxygen atom O1 and N1 of the azomethine unit. The hydrogen atom H2 is localized at N1. This hints to the presence of the keto-amine form. The presence of a quinoidal structure is further supported by the shortening of the bond O1-C3 to 1.276 (2) Å and the lengthening of the adjacent C-C bonds in the phenyl ring [C2-C3 1.443 (2), C3-C4 1.423 (2) Å] (Nazir et al., 2000) . There are few structure reports of Schiff-bases with oxygen in ortho-position where the intramolecular bridging hydrogen atom is localized at the nitrogen atom (e.g. Pradeep, 2005; Dubs et al., 2000; Hopfl et al., 1998) . The molecules form dimers about inversion centers in the crystal lattice via intermolecular O2-H9···O1 hydrogen bonds. Unconventional hydrogen bonds of the type C-H···O are also present in the structure.
Experimental
To 2-aminophenol (2.12 g, 19.4 mmol) dissolved in ethanol (100 ml) was added 2-hydroxy-5-nitrobenzaldehyde (3.24 g, 19.4 mmol) in ethanol (50 ml). The resulting yellow suspension was refluxed for 1 h. The precipitate was filtered off and washed with ethanol. After drying, the product was purified by recrystallization from ethanol afforded yellow crystals of (I) (3.81 g, 76.2%, m.p. 528 K).
Refinement
Hydrogen atoms bonded to C, N, and O were positioned geometrically and allowed to ride on their parent atoms, with C-H = 0.93, O-H = 0.82, and N-H = 0.86 Å and U iso (H) values of 1.2U eq (C/N) and 1.5U eq (O). 3, 129.8, 129.2, 128.6, 120.4, 119.8, 118.7, 116.5, 116 .4 (9 signals for aromatic C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.2616 (2) −0.05887 (5) 0.83707 (17) (13) 0.0168 (7) 0.0280 (9) 0.0042 (8) O4 0.0589 (8) 0.0617 (9) 0.0722 (9) 0.0009 (7) 0.0275 (7) 0.0066 (7) N1 0.0419 (8) 0.0442 (8) 0.0447 (9) −0.0064 (7) 0.0113 (7) −0.0019 (6) N2 0.0481 (9) 0.0522 (10) 0.0544 (10) 0.0065 (7) 0.0089 (8) 0.0050 (7) C1 0.0409 (10) 0.0492 (10) 0.0452 (10) −0.0066 (8) 0.0090 (8) 0.0009 (8) C2 0.0395 (9) 0.0459 (10) 0.0376 (9) −0.0025 (7) 0.0056 (8) 0.0008 (7) supplementary materials sup-6 Fig. 1 
